Abstract. L-Phenylalanine benzyl ester monochloride, C 16 H ~8NO~'.CI-, M r = 291.8, orthorhombic, P21212 l, a=5.221(I), b=8.674(1), c=33.880(3)A, V= 1534.7 (1) ,/k 3, Z = 4, D x = 1.262 g cm -3 2(Cu Ka) = 1.5418/~, a = 20.8 cm -l, F(000) = 616, T= 283 K, R = 0.052 for 1247 unique observed reflections. The molecule adopts a compact and amphipathic conformation. Peptide torsion angles: L-Phe: ~r' = 37.5 (4), Ca(L-Phe)-C(L-Phe)-O(benzyl)-C(benzyl) = -176.5 (5), Z ~ = -171.4 (6), Z 2"1 = 65.9 (8)°; benzyl:
C(L-Phe)-O(benzyl)-C(benzyl)-C(1)(benzyl) = -153.2 (7), O(benzyl)-C(benzyl)-C(l)(benzyl)-C(2)(benzyl) =-47.5 (8) °. Intramolecular edge-toface interaction between phenyl rings: phenyl(L-Phe)phenyl(benzyl) centroid separation=5.07 (1) Experimental. Rectangular crystal by evaporation from aqueous solution at neutral pH, 0.1 x 0.2 x 0.6 mm, Nicolet P3 diffractometer, Ni-filtered radiation, w-scan method, (sin0)/2 < 0.58 A -l, lattice parameters from the 28 values of 15 reflections with 40.40 < 20< 49.54 °, no absorption correction, h = 0 to 10, k = 0 to 10, l= 0 to 40, reflections 0,0,16, 020 and 400 as intensity standards, intensity variation < 2%. 1550 unique reflections measured, 303 excluded during refinement [F < 2a(F)], chloride counterion position from Patterson function, other non-H atoms from Fourier syntheses based on phases defined by chloride counterion; least-squares refinement using SHELX76 (Sheldrick, 1976) , F magnitudes, unit weights; isotropic and then anisotropic temperature factors gave R =0.052 and S=0.86 with H atoms at positions Fig. 1 shows the molecular structure and the atom-numbering scheme drawn by OR TEPII (Johnson, 1976) .
L-PHENYLALANINE BENZYL ESTER MONOCHLORIDE
Related literature. The compound was synthesized according to Gorecki, Acquaye, Wilchek, Votano & Rich (1980) . Related structures were reported by Burley & Wang (1987a,b) and Fujii, Burley & Wang (1987) . A mechanism of antisickling action was proposed by Burley, Wang, Votano & Rich (1986) . The intra-and intermolecular edge-to-face interactions between phenyl rings are enthalpically favorable (Bur-ley& Petsko, 1986 ).
